In the title compound, C 12 H 11 N 3 , the plane of the phenyl ring and the least-squares plane of the pyrrolidine ring enclose an angle of 14.30 (6) . The intracyclic N atom features a nearly trigonal-planar coordination geometry due to -interactions with the aromatic system. The pyrrolidine ring is present in a twist conformation for which the closest pucker descriptor is C9 T C8 . Weak intermolecular C-HÁ Á ÁN and C-HÁ Á Á contacts occur
Related literature
For background to the synthesis, see: Han & Ofial (2009); Takahashi et al. (1986) . For a related structure, see: Menezes et al. (2007) . For puckering analysis, see : Cremer & Pople (1975) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ) .
Cg is the centroid of the C1-C6 ring. 
Data collection: COLLECT (Hooft, 2004 ); cell refinement: SCALEPACK (Otwinowski & Minor, 1997) ; data reduction: DENZO (Otwinowski & Minor, 1997) The asymmetric unit of (I) contains one complete molecule which is shown in Figure 1 . The plane of the phenyl ring and the least-square plane of the pyrrolidine ring enclose an angle of 14.30 (6)°, which is quite similar to the angle found in a related structure of 1,2-Dichloro-4-(pyrrolidino)-5-nitrobenzene (18.69 (14)°, Menezes et al. (2007) ).
The intracyclic nitrogen atom is nearly in the plane defined by the three carbon atoms bonded to it. The displacement of the nitrogen atom from the plane is only 0.073 (1) Å. The planarization of the nitrogen atom may be rationalized by possible π-interaction of the lone pair with the aromatic system.
The pyrrolidine ring is present in a twist-conformation for which the closest pucker descriptor is C9 T C8 [Cremer et al. (1975) ]. This conformation is slightly distorted towards an envelope-conformation E C8 . In a related structure [Menezes et al. (2007) ], the ring is twisted along the same bond, however, in the other direction ( 
Under an atmosphere of dry nitrogen, a 25 ml Schlenk flask was charged with FeCl 2 (10 mol-/%, 13 mg). Then Nphenylpyrrolidine (1.0 mmol), trimethylsilyl cyanide (4.0 mmol, 0.54 ml), and MeOH (2.0 ml) were added successively by syringe. To the mixture was added dropwise tert-butylhydroperoxide (2.5 mmol, 0.470 ml, 5.5 M solution in decane) over a period of 5 minutes. The mixture was stirred at room temperature for 24 h. Subsequently, the reaction mixture was poured into a saturated aqueous NaCl solution (20 ml) and extracted with dichloromethane (three times 20 ml). The organic phases were combined, and the volatile components were evaporated in a rotary evaporator. After column chromatography on silica gel (n-pentane/diethyl ether = 3:1, v/v), 1-phenylpyrrolidine-2,5-dicarbonitrile was isolated as a colorless solid (54%) [Han et al. (2009) 
The title compound (50 mg) was dissolved in 2 ml of a mixture of dichloromethane/n-pentane/ethyl ether mixture (2/1/1, v/v/v). The solvent was allowed to evaporate slowly at room temperature. The thus formed crystals were suitable for X-ray analysis. mp 149-151 °C ( [Takahashi et al. (1986) ], mp 161.5-163 °C (from ethanol)).
supplementary materials sup-2 Refinement
All H atoms were found in difference maps. The H atoms were positioned geometrically (bond distances for phenyl-CH: 0.95 Å, for aliphatic CH: 1.00 Å, for aliphatic CH 2 : 0.99 Å) and treated as riding on their parent atoms [U iso (H) = 1.2U eq (C)].
Figures Fig. 1 . The molecular structure of the title compound, with atom labels and anisotropic displacement ellipsoids (drawn at 50% probability level) for non-H atoms. (7) 0.0588 (7) 0.0483 (6) 
Hydrogen-bond geometry (Å, °)
Cg is the centroid of the C1-C6 ring. Symmetry codes: (i) x+1/2, −y+1/2, −z+1; (ii) x+1/2, y, −z+1/2; (iii) x−1/2, −y+1/2, −z+1; (iv) −x+2, −y, −z+1.
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